Quantitation Report (Not Reviewed)

Data Path : Z:\HPCHEMI\BNA F\DATA\BF100517\
Data File : BF099131.D

Aca On : 6 Oct 2017 6:20

Operator : SJ/JU

Sample : PB102898TB

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Time: Oct 06 07:19:58 2017

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
QOLast Update : Thu Oct 05 17:20:48 2017

Response via : Initial Calibration

Internal Standards R.T. Qlon Response Conc Units Dev(Min)
1) 1.4-Dichlorobenzene-d4 6.86 152 125768 20.00 nag 0.00
21) Naphthalene-d8 8.15 136 505179 20.00 ng 0.00
38) Acenaphthene-d10 9.90 164 208296 20.00 ng 0.00
63) Phenanthrene-d10 11.39 188 295783 20.00 nqg 0.00
75) Chrysene-di12 14.02 240 220300 20.00 ng -0.01
86) Perylene-di12 15.50 264 239509 20.00 ng 0.00
Svstem Monitorina Compounds
5) 2-Fluorophenol 5.49 112 898230 113.69 na 0.01
7) Phenol-d6 6.50 99 1071801 109.97 na 0.00
23) Nitrobenzene-d5 7.43 82 645604 81.96 na 0.00
41) 2.4.6-Tribromophenol 10.69 330 163290 95.80 na 0.00
44) 2-Fluorobiphenvl 9.22 172 1117259 89.54 na 0.00
78) Terphenyl-dl4 12.97 244 646595 66.75 ng 0.00
Target Compounds Qvalue
9) Benzaldehvyde 6.63 77 18065 3.20 nag 86
19) n-Nitroso-di-n-propylamine 7.43 70 84396 13.56 nag # 75
25) Isophorone 7.43 82 645593 39.64 nqg # 64
50) 2.6-Dinitrotoluene 9.90 165 26016 7.60 nqg # 25
56) 2.4-Dinitrotoluene 9.90 165 26016 5.86 nqg # 23
66) 4-Bromophenyl-phenylether 10.69 248 10514 3.63 naq # 1

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100517\
Data File : BF099131.D

Aca On : 6 Oct 2017 6:20

Operator : SJ/JU

Sample : PB102898TB

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Time: Oct 06 07:19:58 2017
Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .M

Quant Title
OLast Update
Response via

Thu Oct 05 17:20:48 2017
Initial Calibration

(Not Reviewed)

ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Abundance Scan 822 (6.922 min): BF098732.D (-817) (-) #1
150 1.4-Dichlorobenzene-d4
Concen: 20.00 na
RT: 6.86 min Scan# 812
Refs0 115 Delta R.T. -0.01 min
6 78 Lab File:  BF099131.D
Acq: 6 Oct 2017 6:20
ol ..?f?.....lu.‘??.. .a!! e Maza M
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10T 1on:152 Resp: 125768
Abundance lon Ratio Lower Upper
150 152 100
150 157.8 124.6 186.8
115 61.2 50.1 75.1
RaWSO
115 Abundance lon 152.00 (151.70 to 152.70); E
52 78 lon 150.00 (149.70 to 150.70): §
. 4 | 63 | 8 g9 | i, 300000
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
150 200000
86
Sub
50 115 100000
5 78
ol 20 63 87 og 0 _
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 Time--> 6.85 6.90
Abundance Scan 587 (5.540 min): BF098732.D (-580) (-) #5
112 2-Fluorophenol
Concen: 113.69 ng
64 RT: 5.49 min Scan# 579
Refs0 Delta R.T. 0.01 min
9 Lab File:  BF099131.D
57 83 Acq: 6 Oct 2017 6:20
0 :.3|8| 44 5|(.)| | .|‘| 75 | |
mz-> 30 40 50 60 70 % % 1% 110 120 19t lon:1ll2 Resp: 898230
‘Abundance lon Ratio Lower Upper
112 112 100
64 56.3 47.9 71.9
64 63 27.8 23.7 35.5
RaWSO
Abundance [on 112.00 (111.70 to 112.70): E
92 1200000{ |on 64.00 (63.70 to 64.70): BFQ
57 83
o 3 80 | ‘ B | 1000000
N RS R AU R I UL WL B 5.49
miz--> 30 40 50 60 70 80 90 100 110 120
Abundance 800000
112
600000
64
SUbso 400000 /\
5 a3 92 200000
o 39 50 73 o \ )
miz--> 30 40 50 60 70 80 90 100 110 120 Mime-> 5.40 5.50 5.60
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Abundance Scan 758 (6.545 min): BF098732.D (-750) (-) #H7
9P Phenol-d6
Concen: 109.97 na
RT: 6.50 min Scan# 750
Refs0 Delta R.T. -0.00 min
71 Lab File: BF099131.D
42 5 66 94 Acgq: 6 Oct 2017 6:20
o {11 P A<M | AN+ S | [ _ _
miz--> 30 40 50 60 70 80 90 100 Tat lon: 99 Resp: 1071801
‘Abundance lon Ratio Lower Upper
fole) 99 100
42 15.3 14.5 21.7
71 30.1 25.4 38.0
Rawsg
- Abundance Jon 99.00 (98.70 to 99.70): BFQ
lon 42.00 (41.70 to 42.70): BFQ
42 1200000
Ol 48”‘ 59 O e
miz--> 0 40 5 60 70 8 90 100 1000000 6.50
Abundance
e 800000
600000
Sub_ 400000
71
" 200000 N
Oy A§|'54'§?"§6'|"26'?%' L S WL 0 —
miz--> 30 40 50 60 70 80 90 100 Time-—>  6.40 6.50 6.60
Abundance Scan 746 (6.475 min): BF098732.D (-740) (-) #9
m 195 Benzaldehyde
Concen: 3.20 ng
RT: 6.63 min Scan# 773
Refs0 51 Delta R.T. 0.21 min
Lab File: BF099131.D
Acq: 6 Oct 2017 6:20
ol I8l s
s 3 4o o e % 80 90 1o 1o 120 1% 1o | Tgt lon: 77 Resp: 18065
‘Abundance lon Ratio Lower Upper
132 77 100
105 85.0 81.1 121.1
106 82.8 74.5 114.5
Rawsg
68 Abundance lon 77.00 (76.70 to 77.70): BFQ
. lon 105.00 (104.70 to 105.70): E
ol nar e | Pepe | MWz L1 o000
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 6.63
Abundance
14 15000
10000
Sub5O
68
5000
%
o 0475061 | T5gygy 104455 _
mm’wwmm’m T T T T T T T T T T T T T T T T T T TTT
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 Time-> 6.58 6.60 6.62 6.64 6.66
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Abundance Scan 892 (7.334 min): BF098732.D (-884) (-) #19

105 n-Nitroso-di-n-propvlamine
77 Concen: 13.56 na
RT: 7.43 min Scan# 908 |WSInC)ls

Ref50{ 43 Delta R.T. 0.14 min BNA_F :
Lab File: BF099131.D | SElECULICEE
Acq: 6 Oct 2017  6:20

130
[ Al 193 221 267 327
e R 24

0 — ) .

miz--> 50 100 150 200 250 300 Tat lJon: 70 Resp: 84396

Abundance lon Ratio Lower Upper
82 70 100

42  44.5 47.5 71.3#
101 0.0 7.4 11.2#
Rawg,| 54 128 130 2.3 16.6 25.0#

Abundance lon 70.00 (69.70 to 70.70): BFQ
lon 42.00 (41.70 to 42.70): BFQ
120000
oL36 L |10 | lon 130.00 (129.70 to 130.70): B
e A 100000
m/z--> 50 100 150 200 250 300
Abundance 7.43
8 80000
60000
Sub
50/ o4 128 40000
20000 ///\
ol36 100 0 /
e e T T S A O A T
m/z--> 50 100 150 200 250 300 Time--> 7.40 7.45
Abundance Scan 1040 (8.204 min): BF098732.D (-1034) (-) R #21
136

Naphthalene-d8

Concen: 20.00 ng

RT: 8.15 min Scan# 1030
Ref50 Delta R.T. -0.01 min
Lab File: BF099131.D
s g 108 Acq: 6 Oct 2017 6:20
42 C 78 88 100 | 118 128,

Ot e e e - -
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 | 19t lon:136 Resp: 505179
‘Abundance lon Ratio Lower Upper
136 136 100
137 11.0 8.9 13.3
54 7.5 6.6 9.8
Rawg, 68 6.3 5.0 7.4
Abundance lon 136.00 (135.70 to 136.70): E
lon 137.00 (136.70 to 137.70): H
54 108
o 42 68 76 84 o4 N 1 G 800000 lon 68.00 (67.70 to 68.70): BFQ
o s = m MR Il I
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance 600000 8.15
136
400000
Sub
50
200000
54 108
o 42 68 76 84 94 118 0 A
ﬁwwwwwwwwwmw I||||||||||||||||||||llll|
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 [Time--> 8.05 8.10 8.15 8.20 8.25
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/Abundance Scan 918 (7.487 min): BF098732.D (-912) (-) #23

82 Nitrobenzene-d5
Concen: 81.96 na
54 RT: 7.43 min Scan# 908
Refs0 128 Delta R.T. -0.01 min
Lab File: BF099131.D
70 o Acq: 6 Oct 2017  6:20
obrorerttil 82 |l 90 | 112
A AR RARAS IR IR AR - -
mz-> 30 40 50 60 70 80 90 100 110 120 130 | 1dt lon: 82 Resp: 645604
‘Abundance lon Ratio Lower Upper
82 82 100
128 46 .5 36.1 54.1
54 48.0 41 .4 62.2
Raw, 54 128
Abundance Jon 82.00 (81.70 to 82.70): BFQ
lon 128.00 (127.70 to 128.70):
4o 70 98 800000
0 | 62 ‘ | | ‘ 112 .
mz-> 30 40 50 60 70 80 90 100 110 120 130 600000 7.43
Abundance 000
82
400000
Sub50 54 128
200000
70 98
o 42 62 112 .
mz-> 30 40 50 60 70 80 90 100 110 120 130  ITime-> 7.35 7.40 745 7.50

Abundance Scan 962 (7.745 min): BF098732.D (-955) (-) #25

8p Isophorone

Concen: 39.64 ng

RT: 7.43 min Scan# 908

Refs0 Delta R.T. -0.26 min
Lab File: BF099131.D
39 54 o 138 Acq: 6 Oct 2017 6:20
0 W"'Wh"'ﬁdh'P'ézP?$”lh"P'h'}QQ%}Q”'3?ﬁ'I'”'I'”'I
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 Tgt lon: 82 Resp: 645593
Abundance I on Rat 10 LOWG r Uppe r
82 82 100

95 0.0 5.2 7.8#
138 0.0 14.9 22.3#

Rawk 54 128
Abundance [on 82.00 (81.70 to 82.70): BFQ
lon 95.00 (94.70 to 95.70): BFQ
4 70 98 800000
‘ 62 | | | 112 ‘
O e T e e e e e 743
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 600000 ]
Abundance
82
400000
Sub50 54 128
200000
70 98
42 62 112 0 _
Ommmm ||||||llll|llll|llll|
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 Time--> 7.35 7.40 7.45 7.50
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/Abundance Scan 1339 (9.963 min): BF098732.D (-1333) (-) #38
1 Acenaphthene-d10
Concen: 20.00 na
RT: 9.90 min Scan# 1328 [USInC)ls
Refs0 Delta R.T. -0.01 min BNA_F _
Lab File: BF099131.D AEUEEWBIECE
66 Acq: 6 Oct 2017 6:20

| 4 S 90 106 118 132 146
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160170 | 10T 10n-164 Resp: 208296
‘Abundance lon Ratio Lower Upper

162 164 100
162 104.6 86.1 129.1
160 45.9 38.3 57.5
Rawsg
Abundance |on 164.00 (163.70 to 164.70): E
80 lon 162.00 (161.70 to 162.70): E
miz—-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 9,90
Abundance
162 200000
Sub
50 100000
80

L@ 54 66 90 106 118 132 146 _

L L R B R B L R B RN LR RN RN RN RARLE LN L] T T T T T T T T T T T T T
mz-> 30 40 50 60 70 80 90 100110120 130 140 150 160 170 Time->  9.85  9.90  9.95
/Abundance Scan 1473 (10.751 min): BF098732.D (-1466) (-) #41

2,4,6-Tribromophenol

Concen: 95.80 ng

RT: 10.69 min Scan# 1463
Refs0 Delta R.T. -0.01 min

Lab File: BF099131.D

Acq: 6 Oct 2017 6:20

) . .
miz--> 50 100 150 200 250 300 Tgt 1on:330 Resp: 163290
‘Abundance lon Ratio Lower Upper

330 | 330 100
332 94.1 77.0 115.6
141 39.7 29.9 44 .9
Rawsg
62 141 Abundance lon 329.80 (329.50 to 330.50): E
- lon 331.80 (331.50 to 332.50): E
250

37 H 91111 \ 170 197 LMJ ‘ 303 200000

0.“.|‘ll”“.‘l‘ ‘“..l‘luu‘l“..lu ||‘|“|||||| \I
miz--> 50 100 150 200 250 300 10.69
Abundance 150000

330
100000
Sub50
62 141 50000
222

37 9l 111 170 447 230 303 /

OII L L T T 17T T T LI B R T T T 7T LN B B IIIII'IIIIIIIIIIII=
mz--> 50 100 150 200 250 300 Time--> 1065 1070 10.75
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Abundance Scan 1223 (9.281 min): BF098732.D (-1216) (-) #4a4
172 2-Fluorobiphenvl
Concen: 89.54 na
RT: 9.22 min Scan# 1213 Syl
Ref50 Delta R.T. -0.01 min BNA_F _
Lab File: BF099131.D  lElSLlIECE
Acq: 6 Oct 2017 6:20
30 51 63 75 % 04 109 120 13345151
s O G @ 0 te o 30 1 Tat lon:172 Resp: 1117259
‘Abundance lon Ratio Lower Upper
172 172 100
171 35.9 29.7 44 .5
170 24.0 19.6 29.4
RaWSO
Abundance lon 172.00 (171.70 to 172.70): E
lon 171.00 (170.70 to 171.70): E
1500000
0%$@F$%MWWWWM
miz--> 40 A 80 100 120 140 160 180 9.22
Abundance
112 1000000
SUbso 500000
39 51 63 75 85 g9 109120 133 146 157 B
miz--> 40 60 80 100 120 140 160 180 Time-> 915 920 9.5 930
Abundance Scan 1301 (9.739 min): BF098732.D (-1295) (-) #50
165 2,6-Dinitrotoluene
Concen: 7.60 ng
63 89 RT: 9.90 min Scan# 1328
Refs0 Delta R.T. 0.21 min
s | 7 Lab File:  BF099131.D
39 Lo 1Bt 15 1‘|‘8 Acq: 6 Oct 2017  6:20
o ..'|||...'|.|..'..|....1|8.2. ) }
miz--> 0 60 8 100 120 140 160 180 | 19t lon:1l65 Resp: 26016
‘Abundance lon Ratio Lower Upper
162 165 100
63 1.2 44 .7 67.1#
89 1.4 44 .0 66.0#
RaWSO
Abundance lon 165.00 (164.70 to 165.70): E
80 lon 63.00 (62.70 to 63.70): BFQ
66 40000
0 4? 54 N 90 106 118 1:\3\2 146 \‘\H
L L L L L L UL S S 9.90
miz--> 40 80 100 120 140 160 180
Abundance 30000
162
20000
Sub
50
10000
80
o 2 %6 90 106118 132 146 o . .
miz--> 40 ' 80 100 120 140 160 180 Tme-> 985 900 |
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Abundance Scan 1370 (10.145 min): BF098732.D (-1363) (-) #56
165 2.4-Dinitrotoluene
89 Concen: 5.86 na
RT: 9.90 min Scan# 1328 [USInC)ls
Ref50 63 Delta R.T. -0.20 min BNA_F _
116 Lab File: BF099131.D EUEEWBIECE
39 51 78 Acq: 6 Oct 2017 6:20
o 1u(1)7 | 135 1‘.18 182
miz--> 40 60 8 100 120 140 160 1g0 | 10T 1on:165 Resp: 26016
‘Abundance lon Ratio Lower Upper
162 165 100
63 1.2 36.4 54 . 6#
89 1.4 57.8 86 .6#
Raws, 182 0.0 1.6  2.4#
Abundance fon 165.00 (164.70 to 165.70): E
80 0001 |on 63.00 (62.70 to 63.70): BF(
54 66 132 ‘ .
ol 712 e .“,“.?9. I1|0§I1|1|8| 132 146 l“u‘ | | 40000]ton 182.00 (181.70 10 182.70):
miz--> 0 6 80 100 120 140 160 180
Abundance 9.90
160 30000
20000
Sub
50
10000
80
L a2 % 6 90 106 118 132 145 0
miz--> 40 ' 80 100 120 140 160 180 Time-> 9.85 900 |
Abundance Scan 1591 (11.445 min): BF098732.D (-1585) (-) #63
188 Phenanthrene-di10
Concen: 20.00 ng
RT: 11.39 min Scan# 1581
Refs0 Delta R.T. -0.01 min
Lab File: BF099131.D
% 160 Acq: 6 Oct 2017  6:20
ol 38 54 00 132
miz-> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 = 19t 10n:-188 Resp: 295783
‘Abundance lon Ratio Lower Upper
188 188 100
94 10.5 8.5 12.7
80 11.1 9.2 13.8
Rawsg
Abundance lon 188.00 (187.70 to 188.70): E
lon 94.00 (93.70 to 94.70): BFQ
94 160
o2 ) w2 392 | 200000
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.39
Abundance o 300000
200000
Sub
50
100000
04
ol 42 66 110 132 302 ‘ o
mﬁmmmm T T T T T TTT T
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 Time--> 1135 1140 1145
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Abundance Scan 1514 (10.992 min): BF098732.D (-1508) (-) #66
248 4-Bromophenvl-phenvlether
141 N
Concen: 3.63 na
77 RT: 10.69 min Scan# 1462Siudul=lns
Ref50 Delta R.T. -0.25 min BNA_F _
S 115 Lab File: BF099131.D  lElSLlIECE
168 Acq: 6 Oct 2017 6:20
0 5 T P N
miz--> 50 100 150 200 250 300 Tat lon:248 Resp: 10514
‘Abundance lon Ratio Lower Upper
330 | 248 100
250 210.3 76.9 115.3#
141 622.0 74.4 111.6#
RaWSO
Abundance |on 248.00 (247.70 to 248.70): E
lon 250.00 (249.70 to 250.70): H
o ‘ I 80000
miz--> 50 100 150 200 250 300
Abundance 60000
330
62 40000
Sub
50 141
20000 A
222 .
90 172 250
o 37 m 197 301 o
miz--> 50 100 150 200 250 300 Time-> 1065 1070
/Abundance Scan 2040 (14.086 min): BF098732.D (-2034) (-) #75
0 | Chrysene-d12
Concen: 20.00 ng
RT: 14.02 min Scan# 2029
Refs0 Delta R.T. -0.01 min
Lab File: BF099131.D
106 120 29 Acq: 6 Oct 2017 6:20
o 134 156 180194208
miz--> 40 60 80 100 120 140 160 180 200 220 240 19T lon:240 Resp: 220300
‘Abundance lon Ratio Lower Upper
240 240 100
120 14.9 9.5 14 _.3#
236 25.6 20.7 31.1
RaWSO
Abundance |on 240.00 (239.70 to 240.70): E
lon 120.00 (119.70 to 120.70): H
06120 300000
42 64 78 92 138 156170184 198212
o) 250000 14.02
miz--> 40 60 80 100 120 140 160 180 200 220 240 \
Abundance
2d0 200000
150000
SUbso 100000
06120 50000 R
oL 42 64 78 92 142156170184 208222 0 / .
miz--> 40 60 80 100 120 140 160 180 200 220 240 Iime-> 1400 1410
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Abundance Scan 1861 (13.033 min): BF098732.D (-1854) (-) #78
294 Terphenvl-dl4
Concen: 66.75 na
RT: 12.97 min Scan# 1850{QEULliChis
Ref50 Delta R.T. -0.01 min BNA_F _
Lab File: BF099131.D  SHElECULICEE
Acq: 6 Oct 2017 6:20
of . .
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 | 10T lon:=244 Resp: 646595
Abundance lon Ratio Lower Upper
244 244 100
212 7.1 5.4 8.0
122 14.1 11.0 16.4
Rawsg
Abundance |on 244.00 (243.70 to 244.70): E
1000000{ lon 212.00 (211.70 to 212.70): E
122 o 012
54 8 106 | 13 190 15y 21250 | 302
||||||||||||||||||||||||||||||||||||||||||| TTT[TTITTI[TTTIr [T 800000 1297
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
244 600000
Sub 400000
50
200000
122
ol 54 82 106 439 100 gy 212,59 0 ZaN .
L I I I L L R R R LR RN RERR RRRRE RRREE LR LA L B B e B I
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 Time--> 12.90 12.95 13.00 13.05
Abundance Scan 2293 (15.574 min): BF098732.D (-2286) (-) #86
264 Perylene-d12
Concen: 20.00 ng
RT: 15.50 min Scan# 2280
Refs0 Delta R.T. -0.01 min
132 Lab File:  BF099131.D
Acq: 6 Oct 2017 6:20
oL42 64 88 115 ,]| 156 180 204 232 |
miz-> 40 60 80 100 120 140 160 180 200 220 240 260 280300 | 19T 1on:264 Resp: 239509
‘Abundance lon Ratio Lower Upper
264 264 100
260 244 19.2 28.8
265 21.4 17.5 26.3
Rawsg
Abundance |on 264.00 (263.70 to 264.70): E
132 250000 10N 260.00 (259.70 to 260.70): &
ol43 71 102, | 156 180 204 232 m“ 316
miz-> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 | 200000 15.50
Abundance
264 150000
Sub 100000
50
132 50000
o4 71 102 156 194212 232 0 g B
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300  [Time--> 15.40 15.50 15.60
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